Fig. 1S
1 H NMR spectrum of 1 recorded in acetone-d6 at 600 MHz.
Fig. 2S
13 C NMR spectrum of 1 recorded in acetone-d6 at 150 MHz.
Fig. 3S
HSQC spectrum of 1 recorded in acetone-d6.
Fig. 4S
HMBC spectrum of 1 recorded in acetone-d6.
Fig. 5S
1 H-1 H COSY spectrum of 1 recorded in acetone-d6.
Fig. 6S
ROESY spectrum of 1 recorded in acetone-d6.
Fig. 10S
1 H NMR spectrum of 2 recorded in acetone-d6 at 600 MHz.
Fig. 11S
13 C NMR spectrum of 2 recorded in acetone-d6 at 150 MHz. 
Fig. 19S
1 H NMR spectrum of 3 recorded in acetone-d6 at 600 MHz.
Fig. 20S
13 C NMR spectrum of 3 recorded in acetone-d6 at 150 MHz. 
Fig. 28S
1 H NMR spectrum of 4 recorded in acetone-d6 at 600 MHz.
Fig. 29S
13 C NMR spectrum of 4 recorded in acetone-d6 at 150 MHz. 
Fig. 37S
View of a molecule of 5 with the atom-labelling scheme (displacement ellipsoids are drawn at the 30% probability level). 4223 (4) 4881 (4) 249 (2) 20(1) C (7C) 3999 (4) 4737 (3) 985 (2) 19(1) C (15) 4868 (4) 5502 (3) 2091 (2) 17(1) C (1) 6444 (4) 4995 (3) 2472 (2) 18(1) C (10) 4599 (4) 4443 (3) 3511 (2) 21 (1) 
0.9900 C(1)-C (14) 1.542(5) C(1)-C (2) 1.558(5) C(10)-C (9) 1.534(5) C(10)-H (10) 1.0000
0.9500
0.9800
0.9800 C(7)-C(6) 1.530(5) C(7)-H (7) 1.0000 C(6)-C (5) 1.532(6) C(6)-H(6A) 0.9900
120.6 C(13)-C(14)-C (1) 106.7(3) C (13) 113.7 C(8)-C(7)-H (7) 113.7 C(6)-C(7)-H (7) 113.7 C(7)-C(6)-C (5) 109.9(3) C (7) 118.6
120.3
NMR data of known compounds
Nigellamine A1 (5), White crystal (acetone). Table 3S .
Nigellamine A3 (6), white powder. H3-19), 0.83 (3H, s, H3-6'''). 13 C-NMR (150 MHz, acetone-d6) see Table 3S .
Nigellamin B1 (7), white powder. Table 3S .
Nigellamin B2 (8), White crystal (acetone). 1 H-NMR (600 MHz, acetone-d6): δ 9.18 (1H, s, H-2''), 9.03 (1H, s, H-2'), 8.77 (1H, dd, J = 6.7, 1.2 Hz, H-4''), 8.68 (1H, dd, J = 6.6, 1.2 Hz, H-4'), 8.37 (1H, ddd, J = 7.8, 1.9, 1.8 Hz, H-6''), 8.12 (2H, d, J = 7.2 Hz, H-2''' and H-6'''),
8.05 (1H, ddd, J = 7.8, 1.9, 1.8 Hz, H-6''), 7.66 (1H, t, J = 7.2 Hz, H-4'''), 7.52 (1H, dd, J = 7.8, 4.8 Hz, H-5''), 7.48 (2H, t, J = 7.2 Hz, H-3''' and H-5'''), 7.16 (1H, dd, J = 7.8, 4.8 Hz, H-5'), Table 3S .
Nigellamine A2 (10), White crystal (acetone). Hα-9), 1.52 (3H, s, H3-19). 13 C-NMR (150 MHz, acetone-d6) see Table 3S . 
Fig. 40S
The dose-response inhibitory activity of compounds 7, 10, and 12 against hDHODH.
